Qualitative Analysis Report

Data Filename  TOX21_400055_TMS 1.D Sample Name NCGC Tox21_400055 from E19 SP109715
Position 115 Instrument Name 5975C_MR
User Name Kirill Acq Method B1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 4 |+ TIC Scan TOX21_400055_TMS 1.D

0.8
0.6

0.4+

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 4 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...

7.4
7.3751
7.35+
7.325
7.3+
7.275
7.251
7.225+

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)

Concentration <5% of expected value

E CAUTION, Very Low Concentration
Biological Activity Unreliable

PubQChem OH N
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http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144214016
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Qualitative Analysis Report

Data Filename

Position

User Na

me

TOX21_400055_TMS 2.D Sample Name

39
Kirill

User Chromatograms

NCGC Tox21_400055 from B15 SP109717

Instrument Name 5975C_MR
Acq Method B1_28-0_2_520_mt384_sndv.M

x10 6
1.4
1.2

0.8
0.6
0.4+
0.2+

+ TIC Scan TOX21_400055_TMS 2.D

8

9

10

11

12

13

14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...

LA

21.043

A

8

9

10

11

12

13

14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x102 |+ Scan (7.372-7.424 min, 10 Scans) TOX21_400055_TMS 2.D Subtract
63.0

45.0
3] 78.0

i 93.9
27.0 350 ‘ ‘ 56.8 73.0
0 11y ||‘||I| AL L m“\ ! | | ‘ 104.8 11?_8

20 30 40 50 60 70 8 90 100 110 120 130 140
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 4 |+ Scan (7.459-7.557 min, 18 Scans) TOX21_400055_TMS 2.D Subtract
126.0
2,
1.5
11 69.0
8.0 173.0
0.5- 450  61.0
28.0 56.0

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4 |+ Scan (7.939-8.078 min, 25 Scans) TOX21_400055_TMS 2.D Subtract
1.4
1.2
1,
0.8+
0.6
0.4 73.0

149.0
0.2 45.0 100.0

0 L 1 I.||| i .||..| | | 120.0 16,90 198.0 216.0

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

61.0
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 4 |+ Scan (21.021-21.102 min, 15 Scans) TOX21_400055_TMS 2.D Subtract

75.0

31 43.1

1 29.1| ‘
‘ | NAH l

103.0

. 143.0 1711 213.2

241.2 2691 297.2 |

313.3

20 40 60 80

--- End Of Report ---
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Counts vs. Mass-to-Charge (m/z)

120 140 160 180 200 220 240 260 280 300 320
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Qualitative Analysis Report

Data Filename  TOX21_400055_TMS 3.D Sample Name NCGC Tox21_400055 from 012 SP109722
Position 348 Instrument Name 5975C_MR
User Name Kirill Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

%10 6 |+ TIC Scan TOX21_400055_TMS 3.D
1.24 21.050 1

0.8+
0.6
0.4

0.2
0 9.404 18.609

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
8 21.042
6,
4
2,
18.603 27.091
-L.._L A L A
0

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.372-7.459 min, 16 Scans) TOX21_400055_TMS 3.D Subtract

2.5 147.0

2,
1.57 73-0

1

45.0
78.0
0.5 29.0 92.0 103.0
Lo byt Ll 1] e o |
0 | ‘||.|||‘ wu\ | | . | l |

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

%10 4 |+ Scan (7.470-7.569 min, 18 Scans) TOX21_400055_TMS 3.D Subtract
12¢
2,
1.5-
1,
. 173.0
0.5 45.0 61.0
28.0

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x103 |+ Scan (7.765-7.835 min, 13 Scans) TOX21_400055_TMS 3.D Subtract

1.2
75.0

14

0.8 129.0 157 1

0.6
0.4

169 270 L i | 850 | L

L L L L Lol sl M | 1 T L 1
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Counts vs. Mass-to-Charge (m/z)

120.0

143.0 | ‘

0
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 4 |+ Scan (7.939-8.060 min, 22 Scans) TOX21_400055_TMS 3.D Subtract

1.4
1.2

1
0.8
0.6 |
0.4 |
0.2

0 ‘ ‘ ‘ ‘

100 120 140 160 180
Counts vs. Mass-to-Charge (m/z)

20 40 60 80

200

220

240

Spectrum Source
Peak (5) in "+ TIC Scan"

x103 |+ Scan (8.587-8.656 min, 13 Scans) TOX21_400055_TMS 3.D Subtract

75.0
0.8+

0.6

127.0
0.4
45.0
0.2+

18.0 28.0 64.9 84.9
L L.l

142.0

1651

1701

‘H . 99.0 110.9
0 ‘ IRl \H‘m‘ il |

20 30 40 50 60 70 80 90 100 110 120
Counts vs. Mass-to-Charge (m/z)

sl
T

130 140 150 160 170

Spectrum Source
Peak (6) in "+ TIC Scan"

«10 3 |+ Scan (9.299-9.380 min, 15 Scans) TOX21_400055_TMS 3.D Subtract
Ly 73.0

0.8 105.0

0.6

0.4

0.2+
1191

28.0 45.0 580
14.9

L

135.0

150.0

163.0

0 ‘ Ay 35.0 ‘.I||||||||‘ I J||‘.II I ||.I|.| 88|0. i I‘I.

20 30 40 50 60 70 80 90 100 110 120
Counts vs. Mass-to-Charge (m/z)

130

140

150

160
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 2 |+ Scan (9.380-9.461 min, 15 Scans) TOX21_400055_TMS 3.D Subtract

6 75.0
5 103.0

187.2

163.0

89.1 112.1
o170 |II 1 |.||h MH\ Ldullly ot oy | oo, 188 | 0]

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x102 |+ Scan (18.585-18.643 min, 11 Scans) TOX21_400055_TMS 3.D Subtract
75.0
6 147.0

4 2021

44.9
2] 129.0

14 32.0 h 59.0 102.0 m 188.0
0 J .|. i |.| ll |. ‘ ‘ |I ‘ b ‘|. |,||_

20 40 60 80 100 120 140 160 180 200 220 240 260 280
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (9) in "+ TIC Scan"

x104 |+ Scan (21.015-21.114 min, 18 Scans) TOX21_400055_TMS 3.D Subtract

5 313.3
75.0

2] 43.1 103.1

14
31 LUl e
0 . .l ibly | In || Al I|| | L I | | | 157 1 1992 2272 2552 2973 |

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400055_TMS 4.D Sample Name NCGC Tox21_400055 from M18 SP109738
Position 306 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 6 |+ TIC Scan TOX21_400055_TMS 4.D

14 21.044 1
0.81
0.61
0.4
0.2L
RIS |

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
21.039

18.602

A

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.378-7.482 min, 19 Scans) TOX21_400055_TMS 4.D Subtract

3. 147.1

2.5+
24
1.5- 73.0

1 64.0
103.0 191.1
Ll |. | 1so 190 170.0 L

45.0
|

0 180 || L || Illl‘ -

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

«10 4 |+ Scan (7.482-7.586 min, 19 Scans) TOX21_400055_TMS 4.D Subtract
1.4

1.2

14
0.8
0.6

126.0

69.0

78.0 173.0
0.4+ 450 61.0
0.2 28.0 ‘ 56.0‘ 97.0
ol 15.1 .|| . ||| [l 85.9 | | 114.0 15.8'0

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4 |+ Scan (7.933-8.031 min, 18 Scans) TOX21_400055_TMS 4.D Subtract
1.6
1.4
1.2
14
0.8
0.6
0.4 73.0
0.2 45.0 L 100.0 1491
0 ‘ | " uls 70.8] ‘86.0 “ | 129.0 169.0 | 19%.1 216.‘0

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

61.0
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 3 |+ Scan (8.581-8.645 min, 12 Scans) TOX21_400055_TMS 4.D Subtract

1.4 75.0

1.2
14

127.0
0.8 165.1 1701

0.6 45.0
0.41 142.0

i 40l s 80 mo | | 1880
| Db b d bl b LT, b 1 L N I

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4 |+ Scan (21.009-21.102 min, 17 Scans) TOX21_400055_TMS 4.D Subtract

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400055_TMS 5.D Sample Name NCGC Tox21_400055 from M18 SP109778
Position 306 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M
User Chromatograms
x10 6 |+ TIC Scan TOX21_400055_TMS 5.D
21.428 1
1 i
0.8
0.6
0.4
0.2
9.643 12.109
07 A A
8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)
x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
i 21.425
6,
5,
4,
3,
24

i =

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x10 4

5

+ Scan (7.702-7.783 min, 15 Scans) TOX21_400055_TMS 5.D Subtract

45.0

69.0

61.0

| 28.0 ‘ 56.0‘
‘15'0‘ ‘\‘ L . ‘H‘\ \u‘\

78.0

859 299

114.0

126.0

173.0

147.0
\ | 191.1

20 30 40 50

60

70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 2

+ Scan (7.991-8.066 min, 14 Scans) TOX21_400055_TMS 5.D Subtract
126.0
69.0
141.0
78.0
28.0
43.0 57.0
114.0

o | 339 | 96.9 119.9 155.0 188.0
Ll inn I| .‘”I ||| “l ||‘I ||.|l|.| J s | Al u | I 16.9'9 L.,

20 30 40 50

60

70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x102 |+ Scan (8.078-8.165 min, 16 Scans) TOX21_400055_TMS 5.D Subtract
7 75.0
6,
5,
41 129.0 157.0
3,
5] 45.0
28.0 63.0
14 33.0 1000 115.9 147.9 172.0 1879
0 179 ||‘.||| I‘||||||‘|| ..|l.|‘|||” " |I|||I‘| L ‘n- —l ] ‘|| il ||‘ L ‘ | ‘ I‘
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 4 |+ Scan (8.257-8.355 min, 18 Scans) TOX21_400055_TMS 5.D Subtract

41 61.0
3.5
3,
2.5
2,

1.5+ 73.0

1,
149.0
0 . oyl 859 \‘ 120.0 169.0 198.0 216.0
20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x103 |+ Scan (8.911-8.986 min, 14 Scans) TOX21_400055_TMS 5.D Subtract

14l 75.0

1.2

14
0.8+ 127.0
0.6+
0.4+ 45.0

0.21 27.0 55.0 85.0 99.0 110.9 188.1
" I‘l|| |‘|||n.l:|. 1111 A | AN | | ‘

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

155.0
170.1

142.0

Spectrum Source
Peak (6) in "+ TIC Scan"

«10 3 |+ Scan (9.605-9.692 min, 16 Scans) TOX21_400055_TMS 5.D Subtract
14, 73.0

1.2

1] 105.0
0.8-
0.6-
0.4-

162.9

45.0

0.2 270 | 57.9 120.0 134.9 169.9
0 11 : ||| A |.||||I s I||| 87,9 Al | I 149.9 I.
0

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x103
3.5
3,
2.51
2
1.51
1
0.5

0

+ Scan (12.076-12.157 min, 15 Scans) TOX21_400055_TMS 5.D Subtract

42.0
27.0 | |.|.|

61.0

78.0

115.9 1471

185.0
172.0

20 40

60

80

100 120 140 160
Counts vs. Mass-to-Charge (m/z)

180 200 220

Spectrum Source
Peak (8) in "+ TIC Scan"

x10 4

+ Scan (21.397-21.472 min, 14 Scans) TOX21_400055_TMS 5.D Subtract

20 40 60

--- End Of Report ---
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100

120 140 160 180 200 220

Counts vs. Mass-to-Charge (m/z)

240 260 280 300 320
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Qualitative Analysis Report

Data Filename  TOX21_400055_TMS 6.D Sample Name NCGC Tox21_400055 from 012 SP109798
Position 348 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 5 |+ TIC Scan TOX21_400055_TMS 6.D

0 V.
8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
77 21.413

11 18.954
Y Y " ]

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x10 3
1.6

1.4
1.2

1
0.8-
0.6-
0.4-
0.2

+ Scan (7.609-7.702 min, 17 Scans) TOX21_400055_TMS 6.D Subtract

64.0

47.0
29.0

15.0

92.0

75.0

L 1049 119.8 146.9  170.0

20 30 40 50 60 7

Counts vs. Mass-to-Charge (m/z)

0 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 4

0.8
0.6
0.4

0.2+

0

+ Scan (7.707-7.777 min, 13 Scans) TOX21_400055_TMS 6.D Subtract

20 30 40 50

Counts vs. Mass-to-Charge (m/z)

60 70 80 90 100 110 120 130

140 150 160 170

Spectrum Source
Peak (3) in "+ TIC Scan"

x103 |+ Scan (8.245-8.344 min, 18 Scans) TOX21_400055_TMS 6.D Subtract
6 61.0
5
4
3
24 73.0
1 45.0 100.0 149.0
16.0 27.0 Cl o ‘ ‘ 129.0 169.0 197.9
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 4
3.5
3,
2.5
2,
1.51
14
0.5

29.0

0-

- T 1

43.1

+ Scan (21.385-21.461 min, 14 Scans) TOX21_400055_TMS 6.D Subtract
75.0 313.3
103.0
..||.||.|.I. L 1291 1574 199.1 2272 2551 297.3 i
80 100 120 140 160 180 200 220 240 260 280 300 320

20

40

--- End Of Report ---
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Counts vs. Mass-to-Charge (m/z)

Agilent Technologies

Page 3 of 3

Printed at: 12:38 PM on: 5/14/2014



	structure: 
	viz: 
	pc: 
	gg: 


